Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.057; wR factor = 0.140; data-to-parameter ratio = 12.2.
In the title compound, C 27 H 30 N 4 OS, the 3-(adamantan-1-yl)-4amino-1H-1,2,4-triazole-5(4H)-thione unit and the O atom are each disordered over two sets of sites with refined siteoccupancies of 0.7630 (13) and 0.2370 (13). The 1,2,4-triazole ring of the major component forms dihedral angles of 62.61 (17) and 61.93 (16) with the benzene rings, while that of the minor component makes corresponding angles of 86.3 (4) and 79.1 (4) . The dihedral angle between the benzene rings is 39.21 (16) . The molecular structure is stabilized by an intramolecular C-HÁ Á ÁN hydrogen bond, which generates an S(6) ring motif. In the crystal, molecules are linked into inversion dimers by pairs of N-HÁ Á ÁS hydrogen bonds.
Related literature
For the biological activity of adamantane derivatives, see: Vernier et al. (1969) ; Kadi et al. (2007 Kadi et al. ( , 2010 ; Al-Abdullah et al. (2007) ; El-Emam et al. (2004) . For related adamantyl-1,2,4triazole structures, see: Al-Abdullah et al. (2012) ; Almutairi et al. (2012) ; Al-Tamimi et al. (2010) . For related amino-1,2,4triazole structures, see: Song et al. (2011) ; Gao et al. (2011) ; Wang et al. (2011) . For standard bond-length data, see: Allen et al. (1987) . For hydrogen-bond motifs, see: Bernstein et al. (1995) . Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 In the title molecule, Fig. 1 , the 3-(adamantan-1-yl)-4-amino-1H-1,2,4-triazole-5(4H)-thione moiety and an oxygen atom are disordered over two positions with refined site-occupancies of 0.763 (1):0.237 (1). The mean plane of major component of 1,2,4-triazole ring (N1-N3/C1/C2, r.m.s deviation = 0.003 Å) forms dihedral angles of 62.61 (17) and 61.93 (16)° with the two benzene rings (C16-C21 and C22-C27). The corresponding angles for minor component of 1,2,4-triazole ring (r.m.s deviation = 0.010 Å) are 86.3 (4) and 79.1 (4)°. The dihedral angle between the two benzene rings is 39.21 (16)°. Bond lengths (Allen et al., 1987) and angles are within normal ranges. The molecular structure is stabilized by an intramolecular C4-H4B···N4 hydrogen bond (Table 1) , which generates an S(6) ring motif ( Fig. 2 ; Bernstein et al., 1995) .
Experimental
In the crystal (Fig. 3 ), molecules are linked into inversion dimers by pairs of N4-H1N4···S1 hydrogen bonds (Table 1) .
A mixture of 3-(1-adamantyl)-4-amino-4H-1,2,4-triazole-5-thiol (2.5 g, 0.01 mol) and (E)-1-(4-phenyl)-3-phenylprop-2en-1-one (2.08 g, 0.01 mol), in ethanol (15 ml), was heated under reflux for 10 h and the solvent was then distilled off in vacuo. The resulted residue was eluted from silica gel column using hexane:ethyl acetate (4:1) to yield 1.01 g (22%) of 128.14, 128.24, 128.60, 128.71, 133.30, 136.66, 138 .71 (Ar-C), 156.25 (Triazole C-3), 167.55 (C=S), 196.09 (C=O).
Refinement
The 3-(adamantan-1-yl)-4-amino-1H-1,2,4-triazole-5(4H)-thione moiety and the oxygen atom are disordered over two positions with refined site-occupancies of 0.763 (1) : 0.237 (1). All minor disordered components were refined isotropically. All hydrogen atoms were positioned geometrically (N-H = 0.8979 Å and C-H = 0.93-0.98 Å) and were refined using a riding model, with U iso (H) = 1.2 U eq (N,C). The adamantyl (C3-C12) moiety was subjected to similarity supplementary materials sup-2 Acta Cryst. (2012). E68, o1439-o1440 restraints.
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT (Bruker, 2009 ); program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009).
Figure 1
The molecular structure of the title compound showing 30% probability displacement ellipsoids for non-H atoms. All disorder components are shown.
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Figure 2
The molecular structure of the major component of the title compound showing 30% probability displacement ellipsoids for non-H atoms. The intramolecular hydrogen bond is shown as a dashed line.
Figure 3
Part of the crystal structure of the title compound, viewed along the b axis. H atoms not involved in hydrogen bonds (dashed lines) have been omitted for clarity. Only the major disorder component is shown.
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Acta Cryst. (2012). E68, o1439-o1440 where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max = 0.001 Δρ max = 0.17 e Å −3 Δρ min = −0.18 e Å −3 Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
3-(1-Adamantyl)-4-amino-1-(2-benzoyl-1-phenylethyl)-1H-1,2,4-triazol-5(4H)-thione
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.9700 C19-C20 1.364 (5) S1A-C1A 1.660 (9) C19-H19A 0.9300 O1A-C13 1.213 (7) C20-C21 1.385 (5) N1A-C1A 1.337 (11) C20-H20A 0.9300 N1A-N2A 1.383 (10) C21-H21A 0.9300 N1A-C15 1.529 (8) C22-C23 1.382 (4) N2A-C2A 1.327 (11) C22-C27 1.383 (4) N3A-C2A 1.353 (11) C23-C24 1.386 (4) N3A-C1A 1.398 (11) C23-H23A 0.9300 N3A-N4A 1.409 (11) C24-C25 1.368 (5) N4A-H3N4 0.8979 C24-H24A 0.9300 N4A-H4N4 0.8979 C25-C26 1.357 (4) C2A-C3A 1.519 (13) C25-H25A 0.9300 C3A-C10A 1.521 (16) C26-C27 1.375 (4) C3A-C8A 1.532 (12) C26-H26A 0.9300 C3A-C4A 1.561 (12) C27-H27B 0.9300 C1-N1-N2 112.8 (2) C12A-C5A-H5AA 108.5 C1-N1-C13 125.7 (2) C4A-C5A-H5AA 108.5 N2-N1-C13 120.7 (2) C6A-C5A-H5AA 108.5 C2-N2-N1 105.1 (2) C7A-C6A-C5A 108.8 (11) C1-N3-C2 109.7 (2) C7A-C6A-H6AA 109.9 C1-N3-N4 124.6 (2) C5A-C6A-H6AA 109.9 C2-N3-N4 125.7 (2) C7A-C6A-H6AB 109.9 N3-N4-H1N4 95.2 C5A-C6A-H6AB 109.9 N3-N4-H2N4 122.7 H6AA-C6A-H6AB 108.3
